LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090230.D

Aca On : 26 Sep 2016 19:18

Operator : UM/SJ

Sample : H4946-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.655 4 6 14 rBY 3058793 7236874 100.00% 21.449%
2 1.758 14 15 60 rvB 456748 1957262 27.05% 5.801%
3 3.907 200 203 214 rVB 209035 322045 4 _.45% 0.955%
4 4.547 256 259 267 rBV 126732 167787 2.32% 0.497%
5 5.027 299 301 312 rBVY 1094930 1206126 16.67% 3.575%

6.124 395 397 405 rBvV 783176 798830 11.04% 2.368%
6.239 405 407 410 rBV 2249556 2230493 30.82% 6.611%
6.479 426 428 430 rBvV 740162 783101 10.82% 2.321%
6.627 439 441 444 rBV 1696623 2177211 30.08% 6.453%
7.050 475 478 480 rBV 1861059 1896515 26.21% 5.621%

=
QO ~NO®

11 7.759 538 540 543 rBV 796885 1061946 14.67% 3.147%
12 8.410 595 597 603 rvB 157890 137684 1.90% 0.408%
13 8.845 632 635 638 rBvY 3238815 3420116 47.26% 10.137%
14 9.508 690 693 695 rBV 1542117 1378463 19.05% 4.086%
15 10.296 759 762 764 rBV 1996142 2401081 33.18% 7.116%

16 10.971 819 821 824 rBV2 1052378 1221979 16.89%% 3.622%
17 12.559 957 960 963 rBV 2790403 3196623 44.17% 9.474%
18 13.474 1037 1040 1047 rBV2 65212 84325 1.17% 0.250%
19 13.588 1047 1050 1052 rBV 1033794 1186627 16.40% 3.517%
20 14.902 1162 1165 1168 rBV 746005 874550 12.08% 2.592%

Sum of corrected areas: 33739638
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF092616\

BF090230.D

26 Sep 2016 19:18

UM/SsJ

H4946-04

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1,66
3000000

2500000

2000000

1500000

1000000

500000

.76

TIC: BF090230.D

6.24

7.05
6.63

5.03

6.12  6.48

3.01 455

B

0
Time-->

4.00

4.50 5.00

5.50

6.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

7.76

TIC: BF090230.D

12.56

10.30

9.51

10.97

8.41 13.4

A

o—
Time-->

11.50 12.00

12.50

9.50

10.00 10.50 11.00

8.00 8.50

9.00

13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o) N—_—

TIC: BF090230.D

14.90

Time-->

16.00 16.50 17.00

14.00 14.50

15.00 15.50

17.50 18.00 18.50 19.00

8270-BF092016.

M Tue Sep 27 11:06:21 2016 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090230.D

Aca On : 26 Sep 2016 19:18

Operator : UM/SJ

Sample : H4946-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

4_.55 4.29 ng 167787 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 259 (4.547 min): BF090230.D (-256) (-) m/z 43.05 100.00%
a3
59
5000
101
83 420 4.40 4.60 4.80
Ob et et e e e | M7z 59.10  65.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R UL R
59 420 440 460 480
m/z 101.10 26.03%
31 g3 101
Ot e P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
420 440 460 480
5000 AT m/z 58.10 18.99%
a5 159
. 29 114128 145 177 199 57 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R AN Rama s
50 420 4.40 4.60 4.80
m/z 41.10 8.43%
5000
43
0 ‘ MH Z\l 8\3 98 123 141 159 A
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090230.D

Aca On : 26 Sep 2016 19:18

Operator : UM/SJ

Sample : H4946-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown6.24 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.24 56.97 ng 2230490 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 407 (6.239 min): BF090230.D (-405) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 8 " 6.00 620 6.40 6.60
54 104 : . . .
Obrrprrrrprrer e ??...' BN -1 SN Ml .S | R m/z 68.10 44._01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN U A I
6.00 6.20 6.40 6.60
2 78 m/z 134.10 32.49%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 6.00 620 6.40 6.60
5000 m/z 66.10 26.71%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e
132 6.00 6.20 6.40 6.60
o7 m/z 69.05 16.86%
5000 0
31 52
0 4 ‘ o0 | 7\8 86 ! 105 1:!-6 |
m/z--> 10 20 30 40 55 éo 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090230.D

Aca On : 26 Sep 2016 19:18

Operator : UM/SJ

Sample : H4946-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Formamide, N,N-dibutyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.41 2.59 ng 137684 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N.N-dibutvl- 157 C9H19NO 000761-65-9 90
2 Dimethvl(2-octv)amine 157 C10H23N 007378-97-4 47
3 Diisopropvlethvlamine 129 C8HI1OSN 007087-68-5 45
4 1.2-Bis-(2-diisopropvlaminoethvl... 228 C14H32N2 104017-39-2 45
5 1,2-Ethanediamine, N,N-bis(l-met... 144 C8H20N2 000121-05-1 39

Abundance Scan 597 (8.410 min): BF090230.D (-595) (-) m/z 72.10 100.00%
7
5000 114 k_
8 8.00 820 840 8.60 8.80
86 100 128 : : : : :
o..,....,....,....',|!-I..,..-:'.'-,....,|...,....,....,....,..'..,....,....1,‘.‘.2..,..1:‘3.7,... m/z 114.10 51.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29486: Formamide, N,N-dibutyl-
72
114
5000 RN RN ARSI A
8.00 8.20 8.40 8.60 8.80
44 m/z 44.10 17.09%
o, 15 \‘ A 86 100 | 128 140 157
m/z--> 10 20 30 40 éo éo 70 80 90 160 110 120 130 140 150 160
Abundance
72
8.00 820 840 B8.60 8.80
5000 m/z 73.10 14 .86%
42
o 29 58 84 o8 142 157
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13032: Diisopropylethylamine EEa e ARmEE s L
72 8.00 8.20 8.40 8.60 8.80
m/z 41.10 13.83%
114
5000
44
129
0"v%?w"“l'“'”w"'?ﬁl“"k““ 'ﬁé"%?'“'v'“w'“'|“'w"“|“"v" AR RARSE AR LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 800 8.0 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092616\
Data File : BF090230.D

Acq On : 26 Sep 2016 19:18

Operator : UM/SJ

Sample . H4946-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.55 4.3 ng 167787 1 6.48 783101 20.0
unknown6 .24 6.24 57.0 ng 2230490 1 6.48 783101 20.0
Formamide, N,N-di... 8.41 2.6 ng 137684 2 7.76 1061950 20.0
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